120.1 C(6)-C(7)-H (7) 120.1
107.7 C(17)-C(12)-C (13) 118.2(4) C(17)-C(12)-C (11) 121.6(4) C(13)-C(12)-C (11) 120.2(4) C(14)-C(13)-C (12) 120.6(4) C(14)-C(13)-H (13) 119.7 C(12)-C(13)-H (13) 119.7 C(13)-C(14)-C (15) 120.3(4) C(13)-C(14)-H (14) 119.8 C(15)-C(14)-H (14) 119.8 C (16) (2) 7094 (3) 410 (5) 1466 (3) 58(1) C (3) 6229 (4) 1137 (6) 750 (4) 74(1) C (4) 7976 (3) -238 (5) 3338 (3) 52(1) C (5) 8851 (3) 859 (4) 3752 (3) 48(1) C (6) 8959 (3) 1682 (5) 4682 (4) 63(1) C (7) 9770 (4) 2688 (6) 5057 (4) 79(2) C (8) 10457 (4) 2876 (6) 4495 (5) 79(2) C (9) 10369 (3) 2061 (6) 3577 (5) 78(2) C (10) 9566 (3) 1061 (5) 3208 (4) 64(1) C (11) 4810 (3) 2743 (5) 2382 (3) 56(1) C (12) 3990 (3) 1694 (4) 2526 (3) 43(1) C (13) 3284 (3) 1093 (5) 1648 (3) 54(1) C (14) 2536 (3) 115 (5) 1773 (4) 70(1) C (15) 2473 (4) -268 (6) 2776 (5) 80 (2) C (16) 3165 (4) 329 (7) 3646 (4) 83(2) C (17) 3915 (3) 1290 (6) 3525 (3) 66(1) U(eq) is defined as one third of the trace of the orthogonalized U ij tensor. 
